H147 and D168 match the design conformations well but S146 adopts a different rotmater than the designed model. c. Crystal structure of OSH97 (PDB ID: 3TP4): designed active site residues (S70, H37, E320) match well with the crystal structure. But G113 (oxyanion hole) that adopts loop conformation in design model extends into beta-strand in crystal structure. Zoom-in views of backbone changes near active sites are shown for OSH49 and OSH97. Supplementary Fig 7. : Average Boltzmann weight of catalytic triad residues.
Gray bars represent non-active designs, red bars represent active designs (OSH55, OSH55.4, OSH55.9, OSH55.14 and OSH98) and blue bars represent 
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